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Comment
The title compound is a precursor for the synthesis of hydroxylated metabolites of polychlorinated biphenyls (PCBs) (Lehmler & Robertson, 2001; Song et al., 2008) , a class of abundant, persistent organic pollutants in the global ecosystem (Hansen, 1999; Robertson & Hansen, 2001) . The molecule of the title compound sits on a crystallographic inversion centre, which ensures that the Br/Cl sites are disordered exactly 50:50 in very nearly the same position. Furthermore, the inversion renders the two methoxy groups equivalent. The chlorine, bromine and the two methoxy groups essentially lie within the plane of the benzene ring, with the dihedral angles between the plane of the benzene ring (C1 through C3 and C1A through C3A) and the methoxy group being 8.8 (4)° (for both methoxy groups). This is comparable to the solid state conformation of the methoxy group of other methoxybenzenes with none or only one ortho substituent (Rissanen et al., 1988) . Overall, these structural characteristics make the title compound a perfect precurusor for the synthesis of PCB derivatives using the Suzuki coupling reaction (Song et al., 2008) .
Experimental
The title compound was synthesized by chlorination of 1-bromo-2,5-dimethoxy-benzene with HCl/H 2 O 2 as chlorination reagent as described previously (Song et al., 2008) . Crystals suitable for X-ray diffraction were grown by slow evaporation of a saturated solution of the title compound in CHCl 3 .
Refinement
H atoms were found in difference Fourier maps and subsequently placed in idealized positions with constrained C-H distances of 0.98 Å (C Me H) and 0.95 Å (C Ar H) with U iso (H) values set to either 1.5U eq or 1.2U eq of the attached C atom respectively. For the disordered halogen sites, the distances were refined subject to a condition whereby the C-Cl distance was restrained (using DFIX in SHELXL97) to be 0.916 times the C-Br length (International Tables, vol C). The halogen displacement parameters were constrained to be equal (EADP in SHELXL97). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
The structure straddles an inversion centre but the molecule itself does not possess inversion point symmetry, thus it is forced to be disordered in the crystal. This disorder places Cl and Br atoms at 50% occupancy in essentially the same position. For refinement, the C-Cl distance was restrained to be 0.916 times that of the C-Br distance. 
